Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.019; wR factor = 0.048; data-to-parameter ratio = 16.3.
, the Cd II ion is chelated by two carboxylate groups from 4-methylbenzoate anions, and is further coordinated by one nicotinamide and one water molecule; a carboxylate O atom from an adjacent 4-methylbenzoate anion bridges to the Cd II ion, completing the irregular coordination sphere of the seven ligand atoms. In the crystal, intermolecular O-HÁ Á ÁO, N-HÁ Á ÁO and weak C-HÁ Á ÁO hydrogen bonds link the molecules into a threedimensional network. The methylbenzene moiety of one bridging 4-methylbenzoate anion is disordered over two orientations of equal occupancy.
Related literature
For niacin, see: Krishnamachari (1974) Table 2 Hydrogen-bond geometry (Å , ). 
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Öznur Dincel, Barış Tercan, Efdal Çimen, Hacali Necefoğlu and Tuncer Hökelek Comment As a part of our ongoing investigation on transition metal complexes of nicotinamide (NA), one form of niacin (Krishnamachari, 1974) , and/or the nicotinic acid derivative N,N-diethylnicotinamide (DENA), an important respiratory stimulant (Bigoli et al., 1972) , the title compound was synthesized and its crystal structure is reported herein.
The title compound, (I), consists of dimeric units located around a crystallographic symmetry centre and made up of two Cd cations, four 4-methylbenzoate (PMB) anions, two nicotinamide (NA) ligands and two water molecules (Fig. 1 et al., 1984) .
The dihedral angle between the planar carboxylate group (O3/C9/O4) and the adjacent benzene ring B (C10-C15) is 7.21 (19) °, while those between rings B, C (N1/C17-C21), D (Cd1/O1/O2/C1) and E (Cd1/O3/O4/C9) are B/C = 59.55 (7) and D/E = 63.01 (5)°.
In the crystal structure, intermolecular O-H···O, N-H···O and C-H···O hydrogen bonds (Table 2) link the molecules into a three-dimensional network, in which they may be effective in the stabilization of the structure.
Experimental
The title compound was prepared by the reaction of 3CdSO 4 .8H 2 O (1.285 g, 5 mmol) in H 2 O (50 ml) and NA (1.220 g, 10 mmol) in H 2 O (20 ml) with sodium 4-methylbenzoate (1.580 g, 10 mmol) in H 2 O (400 ml). The mixture was filtered and set aside to crystallize at ambient temperature for three weeks, giving colorless single crystals. where x = 1.5 for methyl and water H atoms and x = 1.2 for NH 2 and aromatic H atoms. In the benzene ring A (C2-C7), the C2, C3, C4, C5 C6, C7 and the attached H3, H4, H6, H7 atoms, respectively, together with the C8, H81, H82 and H83 atoms of the methyl group attached at C5 are disordered over two orientations. During the refinement process the disordered C2A, C3A, H3A, C4A, H4A, C5A, C6A, H6A, C7A, H7A, C8A, H8A1, H8A2, H8A3 and C2B, C3B, H3B, C4B, H4B, C5B, C6B, H6B, C7B, H7B, C8B, H8B1, H8B2, H8B3 atoms were refined with occupancies ratios of 0.50:0.50. WinGX (Farrugia, 2012) .
Computing details

Figure 1
The molecular structure of the title compound with the atom-numbering scheme. Displacement ellipsoids are drawn at the 40% probability level. Primed atoms are generated by the symmetry operators: (′) 2 -x, 2 -y, 1 -z. Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Cd1 0.01161 (7) 0.01484 (7) 0.01396 (7 Symmetry codes: (i) −x+2, −y+2, −z+1; (ii) x, y+1, z; (iii) −x+1, −y+2, −z+1; (iv) x, y−1, z.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
